Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.004 Å; R factor = 0.040; wR factor = 0.098; data-to-parameter ratio = 9.1.
Related literature
The title compound is an intermediate (Kotchekov et al., 1985) for the synthesis of Leflunomide (Ree, 1998) , an important antirheumatoid arthritis drug. For a related structure, see: Lee et al. (2002) .
Experimental
Crystal data 
Data collection
Enraf-Nonius CAD-4 diffractometer Absorption correction: scan (North et al., 1968 Table 1 Hydrogen-bond geometry (Å , ). 
Comment
The title compound, (I), is a good organic intermediate (Kotchekov et al., 1985) for the synthesis of Leflunomide (Ree, 1998) , an important antirheumatoid arthritis drug. Here we report its crystal structure.
In the molecule of (I), (Fig. 1) , the bond lengths and angles are within normal ranges. There is a mirror plane through all atoms except for two H atoms of the methyl group which are related by the mirror image -one above and one below the symmetry plane while the third methyly H atom lies in the mirror plane. An intramolecular C-H···O hydrogen bond helps to establish the molecular conformation. The molecule is similar to 3-Methylisoxazole-4-carboxylic acid methyl ester (Lee et al. (2002) ).
Strong intermolecular hydrogen bonds are found between the H atom of carboxylic group and the N atom of the isoxazole ring (Table 1) , which link the molecules into a one-dimensional supramolecular structure along the a axis. There are also weak C-H···O hydrogen bonds between adjacent two linear structures in the same symmetry plane (Fig. 2) , which makes the linear structure two molecules wide.
Experimental
A 500 ml solution of hydroxylamine hydrochloride (190 g, 2.7 mol) and sodium acetate trihydrate (370 g, 2.7 mol) was added to another 500 ml ethanol solution containing (E)-ethyl 2-(ethoxymethylene)-3-oxobutanoate. The mixture was stirred for 2 h and kept overnight at 273 K. Then the product of 5-methylisoxazole-4-carboxylate (II) (340-350 g) was extracted by dichloromethane (1200 ml).
(II) was then refluxed together with acetic acid (300 ml), water (300 ml), and concentrated HCl (300 ml) for 10 h, and crude sample of the title compound (260-270 g) was obtained. Pure compound (I) suitable for X-ray diffraction was collected by recrystallization from ethanol. supplementary materials sup-2 Figures   Fig. 1 . The molecular structure of (I), showing the atom-numbering scheme and displacement ellipsoids at the 30% probability level. Fig. 2 . A packing diagram of (I). The intermolecular hydrogen bonds are shown as dashed lines.
5-Methylisoxazole-4-carboxylic acid
Data collection
Enraf-Nonius CAD-4 diffractometer R int = 0.042
Radiation source: fine-focus sealed tube θ max = 25.3º
Monochromator: graphite θ min = 3.3º T = 293 K h = −8→8 ω/2θ scans k = 0→7 Absorption correction: ψ scan (North et al., 1968) l = 0→14 
Special details
Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. 
